Structure description
The synthesis and crystal structures of some Mannich base derivatives have been reported Shams, et al., 2011) . Now, we present here the crystal structure of the title 1,2,4-triazole derivative.
In the title compound, Fig. 1 , the 1,2,4-triazole ring is almost planar, with an r.m.s. deviation of 0.0055 Å and a maximum deviation of 0.0087 (2) Å for atom C17. Atom C16 of the 1,2,4-triazole ring shows a distorted Csp 2 hybridization state with bond angles of 103.06 (13) for N1-C16-N3, 129.69 (12) for N1-C16-S1, and 127.19 (12) for N3-C16-S1. These values are similar to those reported for other triazole derivatives (Zhao et al., 2010; Gao et al., 2011) . The other bond lengths and angles are comparable with those reported for related 1,2,4-triazole-5(4H)-thione derivatives (Al-Tamimi et al., 2010; Fun et al., 2009; Tan et al., 2010) . The C10-C15 phenyl ring is normal to the triazole ring, making a dihedral angle of 87.68 (9) , while the second phenyl ring (C1-C6) is inclined to the triazole ring by 58. 64 (9) . The phenyl rings are inclined to one another by 43.30 (6) .
In the crystal, molecules are linked by N-HÁ Á ÁO, N-HÁ Á ÁS and C-HÁ Á ÁS hydrogen bonds, forming chains propagating along the c-axis direction (Table 1 and Fig. 2 ). Neighbouring chains are linked by three C-HÁ Á Á interactions, forming layers parallel data reports to the bc plane, which are in turn linked by a fourth C-HÁ Á Á interaction (C2-H2Á Á ÁCg1 iv ) forming a three-dimensional network (Table 1 and Fig. 3 ).
Synthesis and crystallization
Benzaldehyde (2.0 mmol) and 3-(4-amino-5-thioxo-3-ethyl-4,5-dihydro-1H-1,2,4-triazol-1-yl)-3-(4-methoxyphenyl)-1phenylpropan-1-one (2.0 mmol) were refluxed in ethanol. The reaction progress was monitored by TLC. The resulting precipitate was filtered off, washed with cold ethanol, dried and purified to give the target product as a colourless solid in Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2 and Cg3 are the centroids of the N1/N2/N3/C17/C18, C1-C6 and C10-C15 rings, respectively. Symmetry codes: (i) x; Ày þ 1 2 ; z þ 1 2 ; (ii) Àx; Ày þ 1; Àz þ 1; (iii) x; y; z þ 1; (iv) Àx þ 1; Ày þ 1; Àz þ 1.
Figure 2
A view along the a axis of the crystal packing of the title compound. The hydrogen bonds are shown as dashed lines (see Table 1 ) and, for clarity, only the H atoms involved in the hydrogen bonds have been included.
Figure 3
A view along the c axis of the crystal packing of the title compound. The hydrogen bonds are shown as dashed lines and the C-HÁ Á Á interactions linking the layers are shown as black dashed arrows (see Table 1 ). For clarity, only the H atoms involved in the various intermolecular interactions have been included. 
Figure 1
A view of the molecular structure of the title compound, with the atom labelling. Displacement ellipsoids are drawn at the 50% probability level.
85% yield. Crystals of the title compound suitable for singlecrystal X-ray analysis were grown by slow evaporation of a solution in chloroform-ethanol (1:1).
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 .
data-1
IUCrData ( Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.12424 (4) 0.20783 (2) (7) 0.0258 (7) 0.0049 (5) 0.0036 (5) −0.0002 (5) N1 0.0200 (7) 0.0175 (7) 0.0163 (7) 0.0003 (6) 0.0033 (6) −0.0006 (6) N2 0.0261 (8) 0.0174 (8) 0.0194 (7) −0.0013 (6) 0.0071 (6) −0.0029 (6) N3 0.0174 (7) 0.0180 (7) 0.0151 (7) −0.0009 (6) 0.0033 (6) −0.0003 (6) (7) 0.0067 (7) −0.0026 (7) C2 0.0227 (9) 0.0377 (11) 0.0225 (9) −0.0058 (8) 0.0095 (8) −0.0080 (8) C3 0.0379 (11) 0.0257 (10) 0.0296 (10) −0.0080 (8) 0.0164 (9) −0.0049 (8) C4
0.0342 (10) 0.0232 (10) 0.0287 (10) 0.0038 (8) 0.0102 (9) 0.0026 (8) C5 0.0214 (9) 0.0264 (10) 0.0245 (9) 0.0004 (7) 0.0082 (8) −0.0015 (7) C6 0.0212 (8) 0.0227 (9) 0.0160 (8) 0.0009 (7) 0.0060 (7) −0.0031 (7) C7 0.0229 (9) 0.0235 (10) 0.0138 (8) 0.0007 (7) 0.0050 (7) −0.0050 (7) C8 0.0205 (8) 0.0215 (9) 0.0190 (8) 0.0025 (7) 0.0050 (7) 0.0010 (7) C9 0.0224 (8) 0.0225 (9) 0.0138 (8) 0.0023 (7) 0.0034 (7) −0.0008 (7) C10 0.0215 (8) 0.0167 (9) 0.0190 (8) 0.0011 (7) 0.0059 (7) 0.0015 (7) C11 0.0273 (9) 0.0249 (10) 0.0213 (9) 0.0024 (7) 0.0086 (8) −0.0029 (7) C12 0.0299 (10) 0.0260 (10) 0.0342 (11) 0.0054 (8) 0.0163 (9) 0.0004 (8) C13 0.0208 (9) 0.0238 (10) 0.0389 (11) 0.0002 (7) 0.0080 (9) 0.0048 (8) C14 0.0263 (9) 0.0250 (10) 0.0258 (10) −0.0048 (8) 0.0043 (8) 0.0012 (8) C15 0.0270 (9) 0.0241 (10) 0.0224 (9) −0.0021 (7) 0.0090 (8) 0.0002 (7) C16 0.0152 (8) 0.0207 (9) 0.0179 (8) −0.0002 (6) 0.0055 (7) −0.0005 (7) C17 0.0200 (8) 0.0192 (9) 0.0175 (8) −0.0012 (7) 0.0076 (7) −0.0008 (7) C18 0.0269 (9) 0.0208 (9) 0.0218 (9) −0.0046 (7) 0.0076 (8) −0.0039 (7) C19 0.0274 (9) 0.0254 (10) 0.0196 (9) −0.0017 (7) 0.0059 (8) −0.0042 (7) Geometric parameters (Å, º) S1-C16 Symmetry codes: (i) x, −y+1/2, z+1/2; (ii) −x, −y+1, −z+1; (iii) x, y, z+1; (iv) −x+1, −y+1, −z+1.
